Effect of the a priori matrix compression parameters a and d on the nuclear and electronic polarization energies for benzene. Results were obtained at the Hartree-Fock level of theory either using a 6-31G or a large 6-311++G** basis set. The piecewise constant wavelet basis was used in the Galerkin discretization of the PCM integral operators. The a posteriori compression parameter was kept fixed: b = 0.01. All the energies reported are differences, expressed in Hartrees, with respect to the case where a = 5.0, d = 2.0, which amounts to the least possible compression of the system matrix. Table 2 Effect of the a priori system matrix compression parameters a and d on the nuclear and electronic polarization energies for benzene. Results were obtained at the Hartree-Fock level of theory either using a 6-31G or a large 6-311++G** basis set. The piecewise constant wavelet basis was used in the Galerkin discretization of the PCM integral operators. The a posteriori compression parameter was kept fixed: b = 0.001. All the energies reported are differences, expressed in Hartrees, with respect to the case where a = 5.0, d = 2.0, which amounts to the least possible compression of the system matrix. Table 3 Effect of the a priori matrix compression parameters a and d on the static isotropic polarizability for benzene. Results were obtained at the Hartree-Fock level of theory either using a 6-31G or a large 6-311++G** basis set. The piecewise constant wavelet basis was used in the Galerkin discretization of the PCM integral operators. The a posteriori compression parameter was kept fixed: b = 0.01. All the values reported are differences, expressed in a 3 0 , with respect to the case where a = 5.0, d = 3.0, which amounts to the least possible compression of the system matrix. Table 4 Effect of the a priori matrix compression parameters a and d on the static isotropic polarizability for benzene. Results were obtained at the Hartree-Fock level of theory either using a 6-31G or a large 6-311++G** basis set. The piecewise constant wavelet basis was used in the Galerkin discretization of the PCM integral operators. The a posteriori compression parameter was kept fixed: b = 0.001. All the values reported are differences, expressed in a 3 0 , with respect to the case where a = 5.0, d = 3.0, which amounts to the least possible compression of the system matrix. Table 5 Effect of the a priori system matrix compression parameters a and d on the nuclear and electronic polarization energies for benzene. Results were obtained at the Hartree-Fock level of theory either using a 6-31G or a large 6-311++G** basis set. The piecewise bilinear wavelet basis was used in the Galerkin discretization of the PCM integral operators. The a posteriori compression parameter was kept fixed: b = 0.01. All the energies reported are differences, expressed in Hartrees, with respect to the case where a = 5.0, d = 3.0, which amounts to the least possible compression of the system matrix. Table 6 Effect of the a priori matrix compression parameters a and d on the nuclear and electronic polarization energies for benzene. Results were obtained at the Hartree-Fock level of theory either using a 6-31G or a large 6-311++G** basis set. The piecewise bilinear wavelet basis was used in the Galerkin discretization of the PCM integral operators. The a posteriori compression parameter was kept fixed: b = 0.001. All the energies reported are differences, expressed in Hartrees, with respect to the case where a = 5.0, d = 3.0, which amounts to the least possible compression of the system matrix. Table 7 Effect of the a priori matrix compression parameters a and d on the static isotropic polarizability for benzene. Results were obtained at the Hartree-Fock level of theory either using a 6-31G or a large 6-311++G** basis set. The piecewise bilinear wavelet basis was used in the Galerkin discretization of the PCM integral operators. The a posteriori compression parameter was kept fixed: b = 0.01. All the values reported are differences, expressed in a 3 0 , with respect to the case where a = 5.0, d = 3.0, which amounts to the least possible compression of the system matrix. Table 8 Effect of the a priori matrix compression parameters a and d on the static isotropic polarizability for benzene. Results were obtained at the Hartree-Fock level of theory either using a 6-31G or a large 6-311++G** basis set. The piecewise bilinear wavelet basis was used in the Galerkin discretization of the PCM integral operators. The a posteriori compression parameter was kept fixed: b = 0.001. All the values reported are differences, expressed in a 3 0 , with respect to the case where a = 5.0, d = 3.0, which amounts to the least possible compression of the system matrix. Q, where Q is the total nuclear charge. The axis has a logarithmic scale.
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